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=> b reg 

FILE 'REGISTRY' ENTERED AT 14:34:09 ON 11 JAN 2011 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2011 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 10 JAN 2011 HIGHEST RN 1258930-61-8 
DICTIONARY FILE UPDATES: 10 JAN 2011 HIGHEST RN 1258930-61-8 



New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 26, 2010. 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http : / /www . cas . org/ support /stngen/stndoc/properties . html 



=> d que sta 114 

L5 STR 

5 6 
G2^ G3 



Cy Gl^ Hy ~- N^ G2 
1 2 3 4 7 



VAR G1=0/N/S 

REP G2=(l-3) C 

VAR G3=C/N 

NODE ATTRIBUTES: 

DEFAULT MLEVEL IS ATOM 

DEFAULT ECLEVEL IS LIMITED 

ECOUNT IS E4 C E2 N AT 3 

GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 7 

STEREO ATTRIBUTES: NONE 

L6 17496 73 SEA FILE=REGISTRY SPE=ON ABB=ON PLU=ON 46.195/RID AND 

NRS>=3 

L14 26410 SEA FILE=REGISTRY SUB=L6 SSS FUL L5 

100.0% PROCESSED 1749673 ITERATIONS 26410 ANSWERS 

SEARCH TIME: 00.00.12 



=> d que sta 118 

L5 STR 

5 6 

G2v- G3 

Cy^Gl-^-Hy^N^ G2 
1 2 3 4 7 



VAR G1=0/N/S 

REP G2=(l-3) C 

VAR G3=C/N 

NODE ATTRIBUTES: 

DEFAULT MLEVEL IS ATOM 

DEFAULT ECLEVEL IS LIMITED 

ECOUNT IS E4 C E2 N AT 3 



11/01/2011 Page 1 



10 / 541657 



GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 7 



STEREO ATTRIBUTES: NONE 

L6 17496 73 SEA FILE=REGISTRY SPE=ON ABB=ON PLU=ON 46.195/RID AND 



NRS>=3 



L14 26410 SEA FILE=REGISTRY SUB=L6 SSS FUL L5 

L16 STR 



5 



G2-^G3 



6 



8 
N 




Cy^Gl^Hy 
12 3 



N^- G2 



4 



7 



9 C 



N 
11 



N 
10 



VAR G1=0/N/S 

REP G2=(l-3) C 

VAR G3=C/N 

NODE ATTRIBUTES: 

DEFAULT MLEVEL IS ATOM 

DEFAULT ECLEVEL IS LIMITED 

ECOUNT IS E4 C E2 N AT 3 

GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 11 

STEREO ATTRIBUTES: NONE 

L18 16 SEA FILE=REGISTRY SUB=L14 SSS FUL L16 

100.0% PROCESSED 18 ITERATIONS 16 ANSWERS 

SEARCH TIME: 00.00.01 



=> b zcap 

FILE 'ZCAPLUS' ENTERED AT 14:34:28 ON 11 JAN 2011 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2011 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS is 
strictly prohibited. 

FILE COVERS 1907 - 11 Jan 2011 VOL 154 ISS 3 

FILE LAST UPDATED: 10 Jan 2011 ( 2 0 1 1 0 1 1 0 /ED ) 

REVISED CLASS FIELDS (/NCL) LAST RELOADED: Oct 2010 

USPTO MANUAL OF CLASSIFICATIONS THESAURUS ISSUE DATE: Oct 2010 

ZCAplus now includes complete International Patent Classification (IPC) 
reclassification data for the fourth quarter of 2010. 

CAS Information Use Policies apply and are available at: 

http : / /www . cas . or g/ legal /infopol icy . html 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 

=> d bib abs hitstr 122 tot 
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L22 ANSWER 1 OF 4 ZCAPLUS COPYRIGHT 2011 ACS on STN (Contin 

PAGE 1-1 



Y" 



ANSWER 2 OF 4 ZCAPLUS COPYRIGHT 2011 ACS oi 
2008: 146 7949 ZCAPLUS 
ISO: 77944 

Preparation of Dasatinib amino acid derivatii 

Wang. Jianrain 

Peop. Rep. China 

Faming Znuanli Shenqing, 45pp. 

CODEN: CNXXEV 

Patent 

Chinese 



: as antitumor agents 



PI CN 101314600 A 20081203 

CN 100S32381 C 20090826 

PRAI 2008CN-0101118S3 20080S16 

OS CASREACT 1S0:77944; MARPAT 1S0:77944 



APPLICATION NO. 



2008CN-0101: 



Me r N N -M 

Me 

Me i N N^^N 



Rl R2 I 



AB The titLe Dasatinib amino acid derivs. I (wherein R1-R4 = independently H, 
(un) substituted (cycLol aLKy 1 , aryl, or aralKyl; or Rl and R2 form an 
(un) substituted cycLoaLkyL; or R2/R3 or R3/R4 form an (un ) substituted 
heterocycLyL; with the proviso R2(R1) * iso-Pr when R1(R2), R3, and 
R4 = H] , or pharmaceut i --=t 1 1 y accept abl e salts, solvates, polycrystals, 
enant iomers , or racemic raiKts . ther eof v;er e pr ed for t r eat d ng t umor . 
such as Leukemia, mye _ : :;y s]: .;.£:?. H : :igl: i i"i ' s d d sea se . non-Hodgkin 1 s 
lymphoma, etc . For example, 1 1 was prepared from react ion of E'a sat i n i b wd t h 
N— BOC-gLycine foL Lowed by r einov i ng t l"ie BOC group . In Idol . test. II 
showed 41% bioavai Labi L Lty . The compd s . can lie u sed a s prodrug s of 
Dasatinib, producing Dasat inib by enzymic hydrolysis . 

IT 109407J-82-.jp 1094074-83-5P 109J07 J-85-7P 

1094074-8S-8P 1094075-80-5P 1 0 94 075-81 -6P 

RL: PAC (Pharmacological activity); SPN ( Synt het d ■:- preparation); THU 
(Therapeutic use); BIOL (BioLogicaL study); PREP (Preparation); USES 
(Uses) 

(drug candidate; preparation of Dasatinib amino acid derivs. as antitumor 
RN 1094074-82-4 ZCAPLUS 

CN L-Arginine, N2-methyL-, 2-[4-[6-| [5-( [ (2-chloro-6- 

methylphenyL) amino] carbonyl ] -2-thiazoLyL 1 amino | -2-methy 1-4-pyr imidiny 1 ] -1- 
piperazinyL]ethyL ester (CA INDEX NAME) 

Absolute stereochemistry. 
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L22 ANSWER 3 OF 4 ZCAPLUS COPYRIGHT 2011 ACS on STN L22 ANSWER 3 OF 4 ZCAPLUS COPYRIGHT 2011 ACS on STN (Continued) 

AN 2008:729540 ZCAPLUS 
DN 149:54023 




AAA.," 



ed Tlie i.mi.dazoLorie5 snow ■:! i. uret Lc j.:tLi'Lty, tnus 

,5-trU:iii-:-yl;i-L-LiLi.:Lr,i Me ;sLr was criat~l 

4 8 rag 1- | 4- , 1 :-atiiLiKi-5-L30Luityl-4-OMO-4, 5 -d L Hydro- 1 1 
2, 3, S-triazin-2-yl) guanidine ditrif luoroacetate, 
ir agonist activity with ED50 value of 4000 nM in 



1033127-71-7P 

RL: PAC (Pharmacological activity), 
(Therapeutic use); BIOL (Biologica! 



1033127-69-3P 

RL: PAC (Pharmacological act: 
preparation); THU (Therapeut: 
(Preparation); RACT (Reactant 



:y) ; RCT ( Reactant ) ; SPN (Synthetic 
ise} ; BIOL (Biological study) ; PREP 
: reagent); USES (Uses) 
riazinyl ) guanidines as guanylyl cycle 



A agonists for treatment of acute heart failui 
103312 7-6 9-3 ZCAPLUS 

Guanidine, M- [4- [ (SS) -2-amino-4, S-dihydro-S- ! 2-methylpropyl ) -4-o> 
imidazol-l-yl] -6- [ [4- [ [ 4- ( 2-butyl-3-oxo-l-piperazinyl ) -6-chloro-; 
pyrimidinyl ] amino] cyclohexyl ] amino] -1,3, S-triazin-2-yl) -, 
2, 2, 2-trif luoroacetate (1:7] (CA INDEX NAME) 

CM 1 

CRN 1033127-68-2 



i of I 



■ildazo 



(preparatU 

A agonists for treatment of ; 
1033127-71-7 ZCAPLUS 

Guanidine, N- [4- [ (SS) -2-aniino-4, S-dihydro-S- ( 2-methylpropyl ] 
iroidazol-l-yl ] -6- I (4- ( (4-( 2-butyl-3-oxo-l-piperazinyl ) -2- 
pyriroidinyl) amino) cyclohexyl) amino] -1,3, S-triazin-2-yl | -, 
2, 2, 2-trif luoroacetate (1:7) (CA INDEX NAME) 

CM 1 



Absolute stereochemistry. 



stereochemistry . 
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CM 2 

CRN 76-0S-2 
CMF C2 H F3 02 

F 

F C I'";;!! 
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AN 2006:837712 ZCAPLUS 

DN 14S:293089 

TI Preparation of 2-aralnopyrlraldlne compounds as CXCR4 antagonists 

IN Ochlal, Hiroshi; Ohhata, Akira; Takaoka, Yoshikazu; ShiCayama, Shiro 

PA Ono Pharmaceutical Co., Ltd., Japan 

SO PCT Int. Appl., 179pp. 

CODEN: PI XXD2 

DT Patent 

FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI WO— 20060908S3 Al 20060831 2006WO-JP03 03 4 77 20060224 

W: AE, AG, AL, AM, AT, AU, AZ, BA, BB, BG, BR, BW, BY, BZ, CA, CH, 

CN, CO, CR, CU, CZ, DE, DK, DM, DZ, EC, EE, EG, ES, FI, GB, GD, 

GE, GH, GM, HR, HU, ID, IL, IN, IS, JP, KE, KG, KM, KN, KP, KR, 

KZ, LC, LK, LR, LS, LT, LU, LV, LY, MA, MD, MG, MK, MN, MW, MX, 

MZ, NA, NG, NI, NO, NZ, OM, PG, PH, PL, PT, RO, RU, SC, SD, SE, 

SG, SK, SL, SM, SY, TJ, TM, TN, TR, TT, TZ, UA, UG, US, UZ, VC, 

VN, YU, ZA, ZM, ZW 

RW: AT, BE, BG, CH, CY, CZ, DE, DK, EE, ES, FI, FR, GB, GR, HU, IE, 

IS, IT, LT, LU, LV, MC, NL, PL, PT, RO, SE, SI, SK, TR, BF, BJ, 

CF, CG, CI, CM, GA, GN, GQ, GW, ML, MR, NE, SN, TD, TG, BW, GH, 

GM, KE, LS, MW, MZ, NA, SD, SL, SZ, TZ, UG, ZM, ZW, AM, AZ, BY, 

KG, KZ, MD, RU, TJ, TM 

EP 18S2432 Al 20071107 2 0 06EP-0 0 0 71 46 16 20060224 

R: AT, BE, BG, CH, CY, CZ, DE, DK, EE, ES, FI, FR, GB, GR, HU, IE, 

IS, IT, LI, LT, LU, LV, MC, NL, PL, PT, RO, SE, SI, SK, TR 

US-20090233908 Al 20090917 2007US-0 0 0 8 16 9 4 0 20070823 

PRAI 2005JP-0000S0098 A 20050225 

2006WO-JP03034 77 W 20060224 
ASSIGNMENT HISTORY FOR US PATENT AVAILABLE IN LSUS DISPLAY FORMAT 
OS MARPAT 145:293089 
GI 




AB Title compds . I |ring A = ( un) subst ituted neterocycle containing nitrogen; 

ring B = optionally substituted unsatd. heterocycLe containing nitrogen; ring 
D = (un) substituted heterocycLe containing nitrogen; X = nitrogen, carbon; Y = 
l 7 "::::; ?.I = r. . u :\ ■ ■ " i " :-z e :■ :\y :■ r : :■ .: : n group, ( un ) substituted cycl ic 
group; R2, R3 = H, (un) substituted hydrocarbon group ; (un) substituted 
: y :■ _ i :■ irr : . e~ :■ . ; ?.l F. 1 ~ : ",er wi " :. z :".e :\ i " r : ire:"; ?-t ■un t ■:■ wh i ch 

they bonded may combine to form an opt ion a 1 1 y sut st itute Jietei ocycle 
containing nitrogen . ; R4 = H, (un)substituted hy ir : : ai on group ] , salts, 
N-OKide, solvates or prodrugs thereof were prepared For example, reductive 
amination of 4— ( 1— azepanyl ) — N— [ (2R, 3S) -2- (az idomethy 1 ) -3-pyrrol idiny 1 ] -2- 
pyrimidineamine, e.g., prepared from tert-Bu 

(2R, 3S) -3- [ (tert-butyldimethylsilyl) ony] -2- (hydroxymethy 1 ) -1- 
pyrrolidinecarboKylate in 9 steps, with cyclohexanone followed by Pd/C 
catalyzed reduction under H2 afforded (2R,3S)-II [R = CH2NH2 ] . In CXCR4 
binding inhibition assays using human stromal cell derived factor 1 
(SDF-1), the IC50 value of (2R,3S)-II [R = (CH2)3NH2| was 1.6 nM. Compds. 
I are claimed useful for the treatment of AIDS, articular rheumatism, etc. 
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ANSWER 4 OF 4 ZCAPLUS COPYRIGHT 2011 ACS on STN (Continued) 
908022-00-4P 908022-01-5P 

RL : PAC (Pharmacological activity); SPN (Syntnetic preparation); THU 
(Therapeutic use) ; BIOL (Biological study) ; PREP (Preparation) ; USES 



i CXCR4 antagonists for treatment 



of AIDS, articuLar rheumatism, etc.) 
908022-00-4 ZCAPLUS 

Guanidine, N- [2- [ (2R, 3S ) -1-cyclohexy 1-3- | 1 4- (heiiahydro-lH-azepin-l-yl ) -2- 
pyr imidinyl | amino | -2 -piper idiny L | ethyl | -, nydrochlor ide i 1 : 3 ) , reL- i CA 
INDEX NAME) 

it ive stereochemistry . 




' , ■:-t - :c.-.?iv£ ' ' ' acs ( 

dimethylethoKy) carbonjl | amino] methylene! -. 
[N(E)]-rel- (9CI) (CA INDEX NAME) 



CH2— CH2— NH— C 



. -dirnet hylethyl ester. 



RE.CNT 8 



^0S022-ul-!5 

Guanidine, N— [3— [ ( 2R, 3S ) -1-cycIoheKy L -3 - | [ 4 - ( hexahydr^ 
pyr imidinyl | amino | -2-pyrroL i d i i\ y L | propy L | -, tiydrocti Lot 
INDEX NAME i 

[I l -J-:- -.-.i. •:■[ eoctv mi ::l [ y . 



-IH-azepin-l-yl) - 



908128-3J-7P 

RL: RCT (React, 
(Reactant or n 

of AIDS, arl 
908128-34-7 ZCAPLUS 

Carbamic acid, [ [ [2- [ (2R, 3S) -1-cyclohexy 1-3- | |4-{hexahyd] 
2-pyr imidinyl] amino] -2-piper idiny 1] ethyl] amino) | 1(1,1- 



SPN (Syntht 



io preparati' 
dine compds . 



; PREP 
i CXCR4 



i ) ; RAC J 
for treatment 



-IH-azepin-l-yl)- 
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=> d his 

(FILE 'HOME' ENTERED AT 14:07:41 ON 11 JAN 2011) 

FILE 'ZCAPLUS' ENTERED AT 14:08:24 ON 11 JAN 2011 

LI 1 US20060217379 /PN 

FILE 'REGISTRY' ENTERED AT 14:08:39 ON 11 JAN 2011 

FILE ' ZCAPLUS ' ENTERED AT 14:08:39 ON 11 JAN 2011 
L2 TRA LI 1- RN : 389 TERMS 

FILE 'REGISTRY' ENTERED AT 14:08:39 ON 11 JAN 2011 

L3 389 SEA L2 

L4 336 NCNC3/ES AND L3 

L5 STR 

L6 1749673 46.195/RID AND NRS>=3 

L7 50 L5 SAM SUB=L6 

L8 STR L5 

L9 50 L8 SAM SUB=L6 

L10 STR L8 

Lll 0 L10 SAM SUB=L6 

L12 STR L5 

L13 0 L12 SAM SUB=L6 

L14 26410 L5 FULL SUB=L6 

SAV TEM J657C1/A L14 

L15 0 L12 SAM SUB=L14 

L16 STR L12 

L17 0 L16 SAM SUB=L14 

L18 16 L16 FULL SUB=L14 

SAV TEM J657C1N/A L18 

L19 0 L18 AND L3 

L20 113 L3 AND N>=6 

L21 112 L20 AND L4 

FILE 'ZCAPLUS' ENTERED AT 14:33:36 ON 11 JAN 2011 
L22 4 L18 
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